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Table S5 –

Optimized molecular geometries for the experimentally observed conformers of DMFU

	Geometrical 

Parameters
	Conformers
	
	
	
	
	

	
	I
	
	II
	
	III
	

	
	DFT/6-31G**
	MP2/6-31G**
	DFT/6-31G**
	MP2/6-31G**
	DFT/6-31G**
	MP2/6-31G**

	Bond lengths (Å) 
	
	
	
	
	
	

	C1-C2
	1.485
	1.481
	1.483
	1.479
	1.485
	1.480

	C1-H3
	1.085
	1.081
	1.085
	1.082
	1.084
	1.080

	C1=C4
	1.337
	1.341
	1.338
	1.343
	1.399
	1.343

	C2=O7
	1.215
	1.222
	1.214
	1.222
	1.215
	1.223

	C2-O10
	1.350
	1.354
	1.352
	1.356
	1.350
	1.355

	C4-C5
	1.485
	1.481
	1.486
	1.482
	1.485
	1.480

	C4-H6
	1.085
	1.081
	1.084
	1.080
	1.084
	1.080

	C5=O8
	1.215
	1.222
	1.214
	1.222
	1.215
	1.223

	C5-O9
	1.350
	1.354
	1.351
	1.354
	1.350
	1.355

	O9-C15
	1.437
	1.440
	1.437
	1.440
	1.437
	1.440

	O10-C11
	1.437
	1.440
	1.437
	1.440
	1.437
	1.440

	C11-H12
	1.093
	1.087
	1.093
	1.087
	1.093
	1.087

	C11-H13
	1.093
	1.087
	1.093
	1.087
	1.093
	1.087

	C11-H14
	1.089
	1.084
	1.089
	1.084
	1.089
	1.084

	C15-H16
	1.089
	1.084
	1.089
	1.084
	1.089
	1.084

	C15-H17
	1.093
	1.087
	1.093
	1.087
	1.093
	1.087

	C15-H18
	1.093
	1.087
	1.093
	1.087
	1.093
	1.087

	Angles (º)
	
	
	
	
	
	

	C2-C1-H3
	118.4
	118.9
	114.9
	115.7
	114.3
	115.0

	C2-C1=C4
	120.7
	120.2
	124.7
	124.1
	124.4
	123.7

	H3-C1=C4
	120.8
	120.9
	120.3
	120.3
	121.3
	121.3

	C1-C2=O7
	125.6
	125.6
	123.3
	123.7
	123.1
	123.5

	C1-C2-O10
	110.5
	110.3
	112.9
	112.5
	113.1
	112.6

	O7=C2-O10
	123.9
	124.1
	123.7
	123.8
	123.8
	123.9

	C1=C4-C5
	120.7
	120.2
	120.4
	119.8
	124.4
	123.7

	C1=C4-H6
	120.8
	120.9
	121.8
	121.9
	121.3
	121.3

	C5=C4-H6
	118.4
	118.9
	117.8
	118.3
	114.3
	115.0

	C4-C5=O8
	125.6
	125.6
	125.6
	125.7
	123.1
	123.5

	C4-C5-O9
	110.5
	110.3
	110.5
	110.2
	113.1
	112.6

	O8=C5-O9
	123.9
	124.1
	123.9
	124.1
	123.8
	123.9

	C5-O9-C15
	115.2
	113.8
	115.1
	113.8
	115.2
	113.8

	C2-O10-C11
	115.2
	113.8
	115.1
	113.7
	115.2
	113.8

	O10-C11-H12
	110.5
	110.3
	110.6
	110.4
	110.6
	110.4

	O10-C11-H13
	110.5
	110.3
	110.6
	110.4
	110.6
	110.4

	O10-C11-H14
	105.7
	105..2
	105.6
	105.1
	105.6
	105.1

	H12-C11-H13
	108.8
	109.1
	108.8
	109.2
	108.8
	109.2

	H12-C11-H14
	110.7
	110.9
	110.6
	110.9
	110.6
	110.9

	H13-C11-H14
	110.7
	110.9
	110.6
	110.9
	110.6
	110.9

	O9-C15-H16
	105.7
	105.2
	105.7
	105.2
	105.6
	105.1

	O9-C15-H17
	110.5
	110.3
	110.5
	110.4
	110.6
	110.3

	O9-C15-H18
	110.5
	110.3
	110.5
	110.3
	110.6
	110.3

	H16-C15-H17
	110.7
	110.9
	110.7
	110.9
	110.6
	110.9

	H16-C15-H18
	110.7
	110.9
	110.8
	110.9
	110.6
	110.9

	H17-C15-H18
	108.8
	109.1
	108.8
	109.2
	108.8
	109.2

	Dihedral angles (º)
	
	
	
	
	
	

	H3-C1-C2=O7
	180.
	180.
	0.
	0.
	0.
	0.

	H3-C1-C2-O10
	0.
	0.
	180.
	180.
	180.
	180.

	C4=C1-C2=O7
	0.
	0.
	180.
	180.
	180.
	180.

	C4=C1-C2-O10
	180.
	180.
	0.
	0.
	0.
	0.

	C2-C1=C4-C5
	180.
	180.
	180.
	0.
	180.
	180.

	C2-C1=C4-H6
	0.
	0.
	0.
	0.
	0.
	0.

	H3-C10=C4-C5
	0.
	0.
	0.
	180.
	0.
	0.

	H3-C1=C4-H6
	180.
	180.
	180.
	180.
	180.
	180.

	C1-C2-O10-C11
	180.
	180.
	180.
	0.
	180.
	180.

	O7=C2-O10-H11
	0.
	0.
	0.
	180.
	0.
	0.

	C1=C4-C5=O8
	0.
	0.
	0.
	180.
	180.
	180.

	C1=C4-C5-O9
	180.
	180.
	180.
	0.
	0.
	0.

	H6-C4-C5-O8
	180.
	180.
	180.
	180.
	0.
	0.

	H6-C4-C5-O9
	0.
	0.
	0.
	0.
	180.
	180.

	C4-C5-O9-C15
	180.
	180.
	180.
	180.
	180.
	180.

	O8=C5-O9-C15
	0.
	0.
	0.
	0.
	0.
	0.

	C5-O9-C15-H16
	180.
	180.
	180.
	180.
	180.
	180.

	C5-O9-H15-H17
	-60.2
	-60.3
	-60.2
	-60.3
	-60.3
	-60.4

	C5-O9-H15-H18
	60.2
	60.3
	60.2
	60.3
	60.3
	60.4

	C2-O10-C11-H12
	60.2
	60.3
	60.3
	60.4
	60.3
	60.4

	C2-O10-C11-H13
	-60.2
	-60.3
	-60.3
	-60.4
	-60.3
	-60.4

	C2-O10-C11-H14
	180.
	180.
	180.
	180.
	180.
	180.


For atom numbering, see Figure 1.

